structural insights. The information obtained from X-ray diffraction is typically used to its full potential, in combination with the additional information obtained from NMR. Computational chemistry, often in the form of density functional theory (DFT) calculations, is also often incorporated to the refinement protocol to obtain final structural results in best agreement with all available data. For example, Szell et al. report on a combined NMR, X-ray and DFT study of halogen-bonded frameworks featuring nitrogen-containing heterocycles. DFT also plays a key role, along with 14 N NMR, in the report from Alonso and co-workers on intermolecular interactions in AST zeolites. Laurencin and co-workers describe the prospects available via 25 Mg and 43 Ca NMR spectroscopy in low-coordination-number organo-complexes with the help of DFT methods. Mali reports on the ab initio crystal structure prediction of magnesium (poly)sulfides, and on how the calculated NMR parameters may be used to distinguish between possible structures.
Nishiyama and co-workers describe a beautiful example of the power of combining the information available from elec-tron diffraction with that of NMR spectroscopy to report on crystalline polymorphs of organic microcrystalline samples. Inorganic aluminophosphates and layered silicates are explored in eloquent and insightful contributions from Ashbrook and co-workers and from Brouwer et al. Finally, an excellent example of the application of NMR crystallography methods to a metal-organic framework is provided by Pourpoint and co-workers, wherein carbon-aluminum distances are measured using advanced techniques.
This collection of papers provides a broad perspective on the diversity of NMR crystallographic methods and applications. It may be useful to keep in mind some of the particular advantages of NMR methods, including, for example, their sensitivity to H-atom positions and weak intermolecular interactions, and their capacity to characterize disordered and noncrystalline samples. The continuing advances in NMR technology, pulse sequence development and robust structure refinement protocols, which include data available from all available sources, all bode well for the future of this exciting field.
